Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.010 Å; R factor = 0.076; wR factor = 0.214; data-to-parameter ratio = 15.6.
Related literature
For the crystal structures of other metal salts of dicarboxylic acid, see: Gao et al. (2008) ; Lo et al. (2007) ; Song et al. (2009a,b) . For the treated of diffraction data of twinned crystals, see: Spek (2009).
Experimental
Crystal data [Sr(C 9 Table 1 Selected bond lengths (Å ). Symmetry codes: (i) Àx; Ày þ 1; Àz þ 1; (ii) x; y À 1; z; (iii) Àx þ 1; Ày þ 1; Àz þ 1.
Table 2
Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; Ày þ 1; Àz þ 1; (iii) Àx þ 1; Ày þ 1; Àz þ 1; (iv) Àx; Ày þ 2; Àz þ 1; (v) x; y; z À 1; (vi) Àx þ 1; Ày; Àz þ 2; (vii) x; y þ 1; z.
Data collection: RAPID-AUTO (Rigaku, 1998); cell refinement: RAPID-AUTO; data reduction: CrystalClear (Rigaku/MSC, 2002); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: OLEX (Dolomanov et al., 2003) and X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2009). Rigaku (1998 Experimental Strontium dichloride hexahydrate (0.027 g, 0.1 mmol), 1H-benzimidazole-5,6-dicarboxylic acid (0.021 g, 0.1 mmol) and water (15 ml) along with a few drops of sodium hydroxide solution that adjusted the pH to about 7 were placed in a 25 ml glass vessel, which was kept at 277 K for several weeks. Colorless block-shaped crystals were obtained in 60% yield.
Refinement
Carbon-and nitrogen bound H-atoms were generated geometrically, and were constrained to ride on their parent atoms
For the two coordinated water molecules, their H-atoms rotated to fit the electron density. For the free water molecule, their H-atoms were placed in chemically sensible positions on the basis of hydrogen bonding interactions; O-H = 0.84 Å.
Their temperature factors were similarly tied. The short intermolecular H3w2···H3w2 contact of < 2.0 Å may be an artifact of possible disorder in the O3w water molecule. However, it was not necessary, to split it into two components.
The structure is a non-merohedral twin; the diffraction intensities were split into two components by PLATON (Spek,
2009).
The final difference Fourier map had a large peak/deep hole in the vicinity of Sr1.
Figures Fig. 1 . Thermal ellipsoid plot (Barbour, 2001 ) of a portion of the chain structure of
H 2 O at the 50% probability level; hydrogen atoms are drawn as spheres of arbitrary radius. (Dolomanov et al., 2003) depiction of the layer motif.
Crystal data [Sr(C 9 
O1w-Sr1-O2-C1 −122.2 (4) N1-C4-C5-C6 179.7 (7) O2w-Sr1-O2-C1 −174.5 (6) C3-C4-C5-C6 −1.1 (11) O1-Sr1-O2-C1 −4.8 (4) N2-C5-C6-C7 178.5 (8) Sr1-O1-C1-O2 −9.4 (8) C6-C7-C8-O3 125.0 (7) Sr1-O1-C1-C2
168.3 (5) C2-C7-C8-O3 −47.8 (9) O2-C1-C2-C3 125.8 (7) C6-C7-C8-O4 −52.8 (9) O1-C1-C2-C3 −51.9 (9) C2-C7-C8-O4 134.4 (7) O2-C1-C2-C7 −47.7 (9) C5-N2-C10-N1 −0.9 (10) O1-C1-C2-C7
134.6 (7) C4-N1-C10-N2 1.4 (10) C7-C2-C3-C4 −0.9 (9) Symmetry codes: (i) −x, −y+1, −z+1; (ii) x, y−1, z; (iii) −x+1, −y+1, −z+1; (iv) x, y+1, z. 
Hydrogen-bond geometry (Å, °)

